Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.049; wR factor = 0.139; data-to-parameter ratio = 16.2.
In the title molecule, C 20 H 19 Cl 2 N 3 OS, the dihedral angle between the two benzene rings is 79.3 (7)
. The 4-chloro-6-methoxypyrimidine group is rotationally disordered over two sites by approximately 180 , the ratio of the refined occupancies being 0.6772 (15):0.3228 (15) . Both disorder components of disorder are involved in intramolecular N-HÁ Á ÁN hydrogen bonds.
Related literature
For the biological functions of pyrimidine derivatives, see: Joffe et al. (1989) ; Petersen & Schmidt (2003) ; Blum (2001) ; Gompper et al. (2004) ; Michael (2005) ; Nadal & Olavarria (2004) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . Data collection: APEX2 (Bruker, 2004 ); cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
portant compounds include trimethoprim (Joffe et al., 1989) , sulfadiazine (Petersen & Schmidt, 2003) ,Gleevec (imatinib mesilate) (Nadal & Olavarria, 2004) , and Xeloda (capecitabine) (Blum, 2001) . Natural and unnatural polymers also contain pyrimidine derivatives (Gompper et al., 2004) . The potent physiological properties of these pyrimidine derivatives has led to their vast use as medicines in the field of pharmaceutical chemistry. In this context, we report the crystal structure of the title compound.
The molecular structure is shown in Fig. 1 . The bond lengths and angles are as expected. The the dihedral angle between the two benzene rings is 79.3 (7)°. The 4-chloro-6-methoxypyrimidine group is rotationlly disordered over two sites by approximately 180° with the ratio of the refined occupancies being 0.6772 (15):0.3228 (15). Both the major and minor components of disorder are involved in intramolecular N-H···N hydrogen bonds.
To a solution of 2,4-dichloro-6-methoxypyrimidine (0.5 mmol) and 2-((3,4-dimethylphenylamino)methyl)-3-chlorobenzenethiol (0.5 mmol) in dry methylbenzene NaH (0.6 mmol) was added. The mixture was stirred for 12 h at room temperature.
After evaporation of the solvent, the residue was purified by column chromatography on silica gel to afford the title compound as a colorless solid (yield 90%). The title compound was recrystallized from CH 2 Cl 2 at room temperature to give the desired crystals suitable for single-crystal X-ray diffraction.
Refinement
All H atoms were positioned geometrically and treated as riding, with C-H bond lengths constrained to 0.93 Å (aromatic CH); 0.97 Å (methylene CH 2 ); 0.96 Å (methyl), and with Uĩso~(H) = 1.2U eq (C) or 1.5U eq (methyl C). Figures   Fig. 1 . The molecular structure of the title compound with the atom numbering scheme and 30% probability displacement ellipsoids. The disorder is not shown. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 116.68 (7) H8A-C8-H8C 109.5 N3'-C16'-S1
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
118.23 (6) H8B-C8-H8C 109.5 N3'-C19'-C18' 120.9 N1-C9-C11 108.6 (2) N3'-C19'-Cl2' 117.7 N1-C9-H9A 110.0 C18'-C19'-Cl2' 121.4 C11-C9-H9A 110.0 C17'-C18'-C19' 118.6 N1-C9-H9B 110.0 C17'-C18'-H18' 120.7 C11-C9-H9B 110.0 C19'-C18'-H18' 120.7 H9A-C9-H9B 108.3 O1'-C17'-N2'
118.0 C15-C10-C11 121.0 (3) O1'-C17'-C18' 120.6 C15-C10-S1 117.5 (2) N2'-C17'-C18' 120.9 C11-C10-S1 121.3 (2) O1'-C20'-H20D 109.5 C12-C11-C10 116.3 (2) O1'-C20'-H20E 109.5 C12-C11-C9 121.2 (3) H20D-C20'-H20E 109.5 C10-C11-C9 122.5 (2) O1'-C20'-H20F 109.5 C13-C12-C11 122.9 (3) H20D-C20'-H20F 109.5 C13-C12-Cl1 116. 
